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=> fil reg 

FILE ! REGISTRY ' ENTERED AT 11:27:02 ON 06 JAN 2005 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2005 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 



STRUCTURE FILE UPDATES: 
DICTIONARY FILE UPDATES: 



5 JAN 2005 HIGHEST RN 808732-83-4 
5 JAN 2005 HIGHEST RN 808732-83-4 



TSCA INFORMATION NOW CURRENT THROUGH MAY 21, 2 004 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

Crossover limits have been increased. See HELP CROSSOVER for details. 

Experimental and calculated property data are now available. For more 
information enter HELP PROP at an arrow prompt in the file or refer 
to the file summary sheet on the web at: 
http : / /www . cas . org/ONLINE/DBSS/registryss . html 

=> d sta que 129 
L22 STR 



20 

19 c ^ C -V c 21 

* I 
24 C V C ^ C 22 
©23 



25 

A 

c^^- c 

@27 26 



28 29 

C^C 
®31 30 



32 c ^r J ^ ( _34 



©33 

"C 

36 35 



@38 

37 c ^ C H. c 39 

* I 

c, ^c 

42 40 
41 



10 
O 



9 

G2 



8 
0 



Cy-^ C-^ N^- CH^ Gl^ C^v N 
1 2 I 4 5 6 7 



CH2 12 



G3 
43 



REP Gl=(0-1) CH2 

VAR G2=23/27/3l/33/38/HY/ME 

VAR G3=23/45/44/48/50 

NODE ATTRIBUTES: 

DEFAULT MLEVEL IS ATOM 

DEFAULT ECLEVEL IS LIMITED 



@45 52 

N 0 

©44 H K 46 ? 

C N f 

@48 47 



@50 51 



GRAPH ATTRIBUTES: 
RSPEC 19 

NUMBER OF NODES IS 44 



STEREO ATTRIBUTES: NONE 

L24 34 3 SEA FILE=REGISTRY SSS FUL L22 

L2 8 STR 
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19 



20 



v 21 
C 



Cs -C 
24 22 

©2 3 



25 
C 

/\ 

c — c 

@27 26 



28 29 
C C 



c — c 

@31 30 



©3 3 



32 ^ \ c 34 37 \^39 



@3 8 



36 



C 

41 



35 42 40 



10 
0 



9 

G2 



8 
0 



Cy ^ C— N CH— Gl— C"-^ NH2 

4 5 6 7 

CH2 12 



©4 5 

©44 46 
C N 

\ i 

©48 47 



52 
0 



C— N 
©50 51 



G3 
43 



REP Gl= (0-1) CH2 

VAR G2=23/27/3l/33/38/HY/ME 

VAR G3=23/45/44/48/50 

NODE ATTRIBUTES: 

DEFAULT MLEVEL IS ATOM 

DEFAULT ECLEVEL IS LIMITED 

GRAPH ATTRIBUTES: 
RSPEC 19 

NUMBER OF NODES IS 44 
STEREO ATTRIBUTES: NONE 

L2 9 246 SEA FILE=REGISTRY SUB=L24 SSS FUL L2 8 

100.0% PROCESSED 343 ITERATIONS 246 ANSWERS 

SEARCH TIME: 00.00.01 



=> d his 

(FILE 'HOME' ENTERED AT 11:02:38 ON 06 JAN 2005) 
SET COST OFF 

FILE 'HCAPLUS' ENTERED AT 11:02:46 ON 06 JAN 2005 



LI 


1 


S 


GB2 002 -19961/AP, PRN 






E 


ARMOUR D/AU 


L2 


28 


S 


E3,E5,E16-E18 






E 


BELL A/AU 


L3 


150 


S 


E3 / E33 / E34 






E 


BELL ANDREW/AU 


L4 


108 


S 


E3,E13,E14,E15 






E 


EDWARDS P/AU 


L5 


73 


S 


E3 / E11 / E12 


L6 


41 


S 


E39,E47,E48 






E 


ELLIS D/AU 


L7 


591 


S 


E3-E24 


L8 


344 


S 


E42-E74 






E 


HEPWORTH D/AU 


L9 


26 


S 


E3-E6 
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E 


T TT1 T»T TO H JT / TV T T 

LEWIS M/AU 


Tin 


TOO 


b 


E3 , E20 






E 


T T"l Til T ** TV TJ' / T» tt 

LEWIS MARK/AU 


T.I T 
J_i J. _L 






hi , bl / , bio 






E 


LLEWELLYN/ AU 


T.I r> 


/r 
O 










E 


SMITH C/AU 


T.I ^ 


A 7 1 


Q 








hi 


OMTTU /"*• T~> /7\TT 

bMlIH L. K/AU 


Til 4 




q 


D J UEiO 






E 


SMITH CH/AU 


L15 


8 


S 


E3 






E 


SMITH CHR/AU 


L16 


25 


S 


E4 






E 


SMITH CHRISTOPHER/AU 


L17 


107 


S 


E3 


L18 


9 


s 


E40,E41 



SEL RN LI 

FILE 'REGISTRY' ENTERED AT 11:09:27 ON 06 JAN 2005 
L19 310 S E1-E310 

L20 STR 
L21 5 S L20 

L22 STR L2 0 

L23 6 S L22 

L24 343 S L22 FUL 

SAV L24 KUMAR632/A 
L25 246 S L19 AND L24 

L26 64 S L19 NOT L25 

L27 97 S L24 NOT L25 

L28 STR L22 

L29 246 S L28 FUL SUB=L24 

SAV L2 9 KUMAR63 2A/A 
L30 246 S L25,L29 

FILE ' HCAOLD ' ENTERED AT 11:26:27 ON 06 JAN 2005 
L31 0 S L30 

FILE 'HCAPLUS' ENTERED AT 11:26:31 ON 06 JAN 2005 
L32 1 S L30 

L33 1 S L32 AND L1-L18 

FILE ' USPATFULL ' ENTERED AT 11:26:41 ON 06 JAN 2 0 05 
L34 0 S L30 

FILE 'REGISTRY' ENTERED AT 11:27:02 ON 06 JAN 2005 

=> fil hcaplus 

FILE 'HCAPLUS' ENTERED AT 11:27:07 ON 06 JAN 2005 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2 005 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
the American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 
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FILE COVERS 1907 - 6 Jan 2005 VOL 142 ISS 2 
FILE LAST UPDATED: 5 Jan 2005 (20050105/ED) 

This file contains CAS Registry Numbers for easy and accurate 
substance identification . 



=> d 133 all fhitstr 

L33 ANSWER 1 OF 1 HCAPLUS COPYRIGHT 2 005 ACS on STN 
AN 2004:203814 HCAPLUS 
DN 140:253449 

ED Entered STN: 14 Mar 2 004 

TI Preparation of heterocyclylcarboxamides as oxytocin inhibitors 
IN Armour, Duncan Robert; Bell, Andrew Simon; 

Edwards, Paul John; Ellis, David; Hepworth, 

David; Lewis, Mark Llewellyn; Smith, Christopher 

Ronald 

PA Pfizer Limited, UK; Pfizer Inc. 
SO PCT Int. Appl., 124 pp. 

CODEN: PIXXD2 
DT Patent 
LA English 
IC ICM C07D213-82 

ICS C07D319-18; C07D213-81; C07D405-12; C07D521-00; C07D401-12; 

C07C255-57; A61K031-44; A61K03 1-4427 ; A61P015-04; A61P015-10 
CC 27-16 (Heterocyclic Compounds (One Hetero Atom)) 

Section cross-reference (s) : 1, 28, 63 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI WO 2004020414 Al 20040311 WO 2003-IB3705 20030813 <-- 



W: AE, 


AG, 


AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB, 


BG, 


BR, 


BY, 


BZ, 


CA, 


CH, 


CN, 


CO, 


CR, 


CU, 


CZ, 


DE, 


DK, 


DM, 


DZ, 


EC, 


EE, 


ES, 


FI, 


GB, 


GD, 


GE, 


GH, 


GM, 


HR, 


HU, 


ID, 


IL, 


IN, 


IS, 


JP, 


KE, 


KG, 


KP, 


KR, 


KZ, 


LC, 


LK, 


LR, 


LS, 


LT, 


LU, 


LV, 


MA, 


MD, 


MG, 


MK, 


MN, 


MW, 


MX, 


MZ, 


NI, 


NO, 


NZ, 


OM, 


PG, 


PH, 


PL, 


PT, 


RO, 


RU, 


sc, 


SD, 


SE, 


SG, 


SK, 


SL, 


SY, 


TJ, 


TM, 


TN, 


TR, 


TT, 


TZ, 


UA, 


UG, 


US, 


UZ, 


vc, 


VN, 


YU, 


ZA, 


ZM, 


ZW 








RW: GH, 


GM, 


KE, 


LS, 


MW, 


MZ, 


SD, 


SL, 


SZ, 


TZ, 


UG, 


ZM, 


ZW, 


AM, 


AZ, 


BY, 


KG, 


KZ, 


MD, 


RU, 


TJ, 


TM, 


AT, 


BE, 


BG, 


CH, 


CY, 


CZ, 


DE, 


DK, 


EE, 


ES, 


FI, 


FR, 


GB, 


GR, 


HU, 


IE, 


IT, 


LU, 


MC, 


NL, 


PT, 


RO, 


SE, 


SI, 


SK, 


TR, 


BF, 


BJ, 


CF, 


CG, 


CI, 


CM, 


GA, 


GN, 


GQ, 


GW, 


ML, 


MR, 


NE, 


SN, 


TD, 


TG 



PRAI GB 2002-19961 A 20020828 <-- 

CLASS 

PATENT NO. CLASS PATENT FAMILY CLASSIFICATION CODES 



WO 2004020414 ICM C07D213-82 

ICS C07D319-18; C07D213-81; C07D405-12; C07D521-00; 

C07D401-12; C07C255-57; A61K031-44; A61K03 1 -442 7 ; 
A61P015-04; A61P015-10 

OS MARPAT 140:253449 

AB R1CON [ (CH2)xR2] C(R4) [ (CH2)yR3] (CH2) zR5 [Rl= (substituted) Ph, heteroaryl; 
R2 = (substituted) Ph, OPh, cycloalkyl, heteroaryl, heterocyclyl , etc.; R3 
= (substituted) (fused) Ph, heterocyclyl, heteroaryl, R6, etc.; R4 = H, 
Me; R5 = CONH2 , NH2 , OH, R6 , NHR6 , OR6 , CONHR6 , (substituted) heteroaryl, 
etc.; R6 = alkyl; x, y, z = 0-2], were prepared Thus, 4 -chlorobenzylamine , 
o-tolualdehyde , 2 -aminonicotinic acid, and (4 -isocyanocyclohex-3 - 
enyl) benzene (preparation given) were stirred in MeOH/cyclohexane to give a 
residue which was stirred in aqueous HC1/THF to give 2 -amino-N- [2 -amino-1- (2 - 
methylphenyl) -2-oxoethyl] -N- (4 -chlorobenzyl) nicotinamide . Title compds . 
at 10 uM gave >70% inhibition of oxytocin. 

ST heterocyclylcarboxamide prepn oxytocin inhibitor; neuropsychiatric 
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obsessive compulsive disorder treatment heterocyclylcarboxamide prepn; 
ocular arterial nephrotic hypertension treatment heterocyclylcarboxamide 
prepn; liver cirrhosis congestive heart failure treatment 
heterocyclylcarboxamide prepn; dysmenorrhea premature birth benign 
prostatic hypertrophy treatment heterocyclylcarboxamide prepn; obesity 
feeding eating appetite disorder treatment heterocyclylcarboxamide prepn; 
labor complication preterm labor premature ejaculation treatment 
heterocyclylcarboxamide prepn; sexual dysfunction treatment 
heterocyclylcarboxamide prepn 
IT Addition reaction 

(Ugi; preparation of heterocyclylcarboxamides as oxytocin inhibitors) 
IT Prostate gland, disease 

(benign hyperplasia, treatment; preparation of heterocyclylcarboxamides as 
oxytocin inhibitors) 
IT Parturition 

(complications, treatment; preparation of heterocyclylcarboxamides as 
oxytocin inhibitors) 
IT Appetite 

Sexual behavior 

(disorder, treatment; preparation of heterocyclylcarboxamides as oxytocin 
inhibitors) 
IT Heart, disease 

(failure, treatment; preparation of heterocyclylcarboxamides as oxytocin 
inhibitors) 
IT Hypertension 

(nephrotic hypertension treatment; preparation of heterocyclylcarboxamides 
as oxytocin inhibitors) 
IT Mental disorder 

(obsession-compulsion, treatment; preparation of heterocyclylcarboxamides as 
oxytocin inhibitors) 
IT Sexual behavior 

(premature ejaculation, treatment; preparation of heterocyclylcarboxamides 
as oxytocin inhibitors) 
IT Parturition 

(premature, treatment; preparation of heterocyclylcarboxamides as oxytocin 
inhibitors) 
IT Antihypertensives 
Antiobesity agents 
Drug delivery systems 
Human 

(preparation of heterocyclylcarboxamides as oxytocin inhibitors) 
IT Cirrhosis 

Dysmenorrhea 
Glaucoma (disease) 
Hypertension 
Mental disorder 
Obesity 

(treatment; preparation of heterocyclylcarboxamides as oxytocin inhibitors) 
IT 669084-63-3P, 2-Amino-N- [2 -amino- 1- (2 -methylphenyl) -2-oxoethyl] -N- 
(4 -chlorobenzyl) nicotinamide 669084-64-4P, N- [2-Amino-l- (3- 
methoxyphenyl) -2-oxoethyl] -4-cyano-N- (4 -methylbenzyl) benzamide 
669084-65-5P, N- [3 -Amino- 1- (3 -methoxyphenyl) - 3 -oxopropyl] -4 -methyl - 
N- (4 -methylbenzyl) nicotinamide 669084-66-6P, 
2-Amino-N- [ (IS) -3-amino-3-oxo-l-phenylpropyl] -N- (4- 
methylbenzyl) nicotinamide 669084-67-7P, 5 -Chloro-2-methylthio-N- 
[2-amino-l- [1 , 4 -benzodioxan-6-yl] -2-oxoethyl] -N- (4 -methylbenzyl) pyrimidine- 
4-carboxamide 669084-68-8P, 5 -Chloro-2 -amino-N- [2-amino-l- [1,4- 
benzodioxan-6-yl] -2-oxoethyl] -N- (4 -methylbenzyl) pyrimidine-4-carboxamide 
6 6 9084 -69 -9P, 2-Amino-N- [carbamoyl- (2 , 3 -dihydro-benzo [1, 4] dioxin-6- 
yl ) methyl ] -4 , 6 -dimethyl -N- (4 -me thylbenzyl ) nicotinamide 
RL: PAC (Pharmacological activity); SPN (Synthetic preparation) ; THU 
(Therapeutic use) ; BIOL (Biological study) ; PREP (Preparation) ; USES 
(Uses) 
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(claimed compound; preparation of heterocyclylcarboxamides as oxytocin 
inhibitors) 

IT 50-56-6, Oxytocin, biological studies 

RL: BSU^ (Biological study, unclassified); BIOL (Biological study) 

(inhibitors; preparation of heterocyclylcarboxamides as oxytocin inhibitors) 
IT 669084-70-2P 669084-72-4P 669084-74-6P 

669084-76-8P 669084-77-9P 669084-79-1P 

669084-80-4P 669084-81-5P 669084-82-6P 

669084-83-7P 669084-84-8P 669084-85-9P 

669084-86-0P 669084-87-1P 669084-88-2P 

669084-89-3P 669084-90-6P 669084-91-7P 

669084-92-8P 669084-93-9P 669084-94-0P 

669084-95-1P 669084-96-2P 669084-97-3P 

669084- 98-4P 669084-99-5P 669085-00-1P 

669085- 01-2P 669085-02-3P 669085-03-4P 
669085-04-5P 669085-05-6P 669085-06-7P 

669085-07-8P 669085-08-9P 669085-09-OP 669085-10-3P 

669085-11-4P 669085-12-5P 669085-13-6P 

669085-14-7P 669085-15-8P 669085-16-9P 

669085-17-0P 669085-18-1P 669085-19-2P 

669085-20-5P 669085-21-6P 669085-22-7P 

669085-23-8P 669085-24-9P 669085-25-0P 

669085-26-1P 669085-27-2P 669085-28-3P 

669085-29-4P 669085-30-7P 669085-31-8P 669085-32-9P 

669085-33-0P 669085-34-1P 669085-35-2P 669085-36-3P 

669085-37-4P 669085-38-5P 669085-39-6P 

669085-40-9P 669085-41-0P 669085-42-1P 

669085-43-2P 669085-44-3P 669085-45-4P 

669085-46-5P 669085-47-6P 669085-48-7P 

669085-49-8P 669085-50-1P 669085-51-2P 

669085-52-3P 669085-53-4P 669085-54-5P 

6 6 9085- 55 -6P 66 9085-56 -7P 669085 -57 -8P 

669085-58-9P 669085-59-0P 669085-60-3P 

669085-61-4P 669085-62-5P 669085-63-6P 

669085-64-7P 669085-65-8P 669085-66-9P 

669085-67-0P 669085-68-1P 669085-69-2P 

669085-70-5P 669085-71-6P 669085-72-7P 

669085-73-8P 669085-74-9P 669085-75-0P 

669085-76-1P 669085-77-2P 669085-78-3P 

669085-79-4P 669085-80-7P 669085-81-8P 

669085-82-9P 669085-83-0P 669085-84-1P 

669085-85-2P 669085-86-3P 669085-87-4P 

669085-88-5P 669085-89-6P 669085-90-9P 

669085-91-0P 669085-92-1P 669085-93-2P 

669085-94-3P 669085-95-4P 669085-96-5P 

669085- 97-6P 669085-98-7P 669085-99-8P 

669086- 00-4P 669086-01-5P 669086-02-6P 
669086-03-7P 669086-04-8P 669086-05-9P 
669086-06-0P 669086-07-1P 669086-08-2P 
669086-09-3P 669086-10-6P 669086-11-7P 
669086-X2-8P 669086-13-9P 669086-14-0P 
669086-15-1P 669086-16-2P 669086-17-3P 
669086-18-4P 669086-19-5P 669086-20-8P 

6 69086 -21- 9P 669086-22 -OP 669086-23 -IP 6690 86-24 -2P 

669086-25-3P 669086-26-4P 669086-27-5P 669086-28-6P 

669086-29-7P 669086-30-0P 669086-31-1P 

669086-32-2P 669086-33-3P 669086-34-4P 

669086-35-5P 669086-36-6P 669086-37-7P 

669086-38-8P 669086-39-9P 669086-40-2P 

669086-41-3P 669086-42-4P 669086-43-5P 

669086-44-6P 669086-45-7P 669086-46-8P 

669086-47-9P 669086-48-0P 669086-49-1P 

669086-50-4P 669086-51-5P 669086-52-6P 
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669086 


-53 


-7P 


669086 


-54 


-8P 


669086 


-55 


-9P 


669086 


-56 


-OP 


669086 


-57 


-IP 


669086 


-58 


-2P 


669086 


-59 


-3P 


669086 


-60 


-6P 


669086 


-61 


-7P 


669086 


-62 


-8P 


669086 


-63 


-9P 


669086 


-64 


-OP 


66 9086 


-65 


-IP 


669086 


-66 


-2P 


669086 


-67 


-3P 


C C A A O C 

669086 


-68 


-4P 


669086 


-69 


-5P 


669086 


-70 


-8P 


669086 


-71 


-9P 


669086 


-72 


-OP 


669086 


-73 


-IP 


C C A A O £ 

o b y 086 


-74 


-2P 


669086 


-75 


-3P 


669086 


-76 


-4P 


C C A A O 

66 9086 


-77 


-5P 


669086 


-78 


-6P 


669086 


-79 


-7P 


C C Q A O £ 

66 908 6 


-80 


-OP 


669086 


-81 


-IP 


669086 


-82 


-2P 


C C Q A o 

66 9086 


-83 


-3P 


669086 


-84 


-4P 


669086 


-85 


-5P 


669086 


-86 


-6P 


669086 


-87 


-7P 


669086 


-88 


-8P 


669086 


-89 


-9P 


669086 


-90 


-2P 


669086 


-91 


-3P 


669086 


-92 


-4P 


669086 


-93 


-5P 


669086 


-94 


-6P 


669086 


-95 


-7P 


669086 


-96 


-8P 


669086 


-97 


-9P 


669086 


-98 


-OP 


669086 


-99 


-IP 


669087 


-00 
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669087 


-01- 
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669087 


-02 


-9P 


669087 


-03 


-OP 
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-IP 
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RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use) ; BIOL (Biological study) ; PREP (Preparation) ; USES 
(Uses) 

(preparation of heterocyclylcarboxamides as oxytocin inhibitors) 
IT 669087-09-6P 669087-10-9P 669087-11-OP 
669087-12-1P 669087-13-2P 669087-14-3P 
669087-15-4P 669087-16-5P 669087-17-6P 
669087-18-7P 669087-19-8P 669087-20-1P 
669087-21-2P 669087-22-3P 669087-23-4P 
669087-24-5P 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use) ; BIOL (Biological study) ; PREP (Preparation) ; USES 
(Uses) 

(preparation of heterocyclylcarboxamides as oxytocin inhibitors) 
IT 74-89-5, Methylamine, reactions 75-04-7, Ethylamine, reactions 
100-46-9, Benzylamine, reactions 104-84-7, 4 -Methylbenzylamine 
104-86-9, 4-Chlorobenzylamine 104-87-0, p-Tolualdehyde 123-00-2, 

3- (4-Morpholinyl) -1 -propylamine 124-40-3, Dimethylamine , reactions 
529-20-4, o-Tolualdehyde 557-66-4, Ethylamine hydrochloride 591-31-1, 
m-Anisaldehyde 593-51-1, Methylamine hydrochloride 619-65-8, 

4- Cyanobenzoic acid 934-60-1, 6-Methylpyridine-2 -carboxylic acid 
2260-00-6 2942-59-8, 2 -Chloronicotinic acid 3222-50-2, 

4-Methylnicotinic acid 3952-66-7, Methyl 2 -ketobutyrate 4637-24-5, Dmf 
dimethyl acetal 5345-47-1, 2 -Aminonicotinic acid 25016-11-9, 

1 - Methyl- lH-pyrazole-4 -carboxaldehyde 2 9668-44- 8 , Benzodioxane- 6 - 
carboxaldehyde 41110-28-5, 3 -Methylpyrazine-2 -carboxylic acid 
61727-33-1, 5-Chloro-2- (methylsulf anyl ) pyrimidine-4 -carboxylic acid 
68208-19-5 69950-65-8 79686-03-6, Methyl 5-chloro-2- 
methylthiopyrimidine-4-carboxylate 101395-71-5, 2- ( lH-Pyrazol - 1- 

yl) ethylamine 103365-47-5 106837-89-2, 2 -Amino-4 , 6-dimethylnicotinic 
acid 120351-90-8, 2- (2 -Fluorophenoxy) ethylamine 128798-29-8 
155790-12-8, 6-Methyl-2-methylaminonicotinic acid 158063-66-2, 
4-Trif luoromethylnicotinic acid 179897-89-3, 5-Bromo-2- 
f luorobenzonitrile 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(preparation of heterocyclylcarboxamides as oxytocin inhibitors) 
IT 32399-13-6P, 2 -Methylaminonicotinic acid 33522-80-4P, 

2- Benzylaminonicotinic acid 67751-16-OP 128798-39-0P 218301-22 -5P, 
2-Fluoro-5-formylbenzonitrile 669087 -25 - 6P, 2 -Ethylaminonicotinic acid 
669087-26-7P 669087 -2 7 - 8P , Methyl 3 -amino-3 - ( 3 -methoxyphenyl ) propanoate 
669087-28-9P 669087-29-0P 669087-30-3P 669087-31-4P 669087-32-5P 
669087-33-6P 669087-34-7P 669087-35-8P 

RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT 
(Reactant or reagent) 
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(preparation of heterocyclylcarboxamides as oxytocin inhibitors) 
RE.CNT 15 THERE ARE 15 CITED REFERENCES AVAILABLE FOR THIS RECORD 
RE 

(1) Adipogenix Inc; WO 03007888 A 2003 HCAPLUS 

(2) Anon; ComGenex Product List 2003 

(3) Anon; TimTec Overseas Stock 2003 

(4) Aries, R; FR 2161776 A 1973 HCAPLUS 

(5) Bragg, R; TETRAHEDRON LETTERS 2002, V43 (11) , P1955 HCAPLUS 

(6) David, S; BULLETIN DE LA SOCIETE CHIMIQUE DE FRANCE 1965, 8, P2301 HCAPLUS 

(7) Dunina, V; ZHURNAL ORGANICHESKOI KHIMII 1977, V13 (8) , P1616 HCAPLUS 

(8) Francis, G; WO 03037274 A 2003 HCAPLUS 

(9) Hans, G; US 2496882 A 1950 HCAPLUS 

(10) Potapov, V; ZHURNAL OBSHCHEI KHIMII 1962, V32, P1187 HCAPLUS 

(11) Procter & Gamble; WO 9906340 A 1999 HCAPLUS 

(12) Sasaki, Y; CHEMICAL & PHARMACEUTICAL BULLETIN 1993, V41(3), P415 HCAPLUS 

(13) Tokuyama Soda Kk; EP 0189774 A 1986 HCAPLUS 

(14) Tomita, K; US 4060402 A 1977 HCAPLUS 

(15) Wyeth; WO 0244142 A 2 002 HCAPLUS 

IT 669084-63-3P, 2-Amino-N- [2-amino-l- (2 -methylphenyl) -2-oxoethyl] -N- 
(4-chlorobenzyl) nicotinamide 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use) ; BIOL (Biological study) ; PREP (Preparation) ; USES 
(Uses) 

(claimed compound; preparation of heterocyclylcarboxamides as oxytocin 
inhibitors) 
RN 669084-63-3 HCAPLUS 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (2 -methylphenyl) -2-oxoethyl] -N- 
[ (4 -chlorophenyl) methyl ] - (9CI) (CA INDEX NAME) 




f H2 0 CH 2 ^ 




=> fil reg 

FILE 'REGISTRY' ENTERED AT 11:27:28 ON 06 JAN 2005 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS " FOR DETAILS. 

COPYRIGHT (C) 2005 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 5 JAN 2005 HIGHEST RN 808732-83-4 

DICTIONARY FILE UPDATES: 5 JAN 2 005 HIGHEST RN 808732-83-4 

TSCA INFORMATION NOW CURRENT THROUGH MAY 21, 2 0 04 

Please note that search-term pricing does apply when 
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conducting SmartSELECT searches. 

Crossover limits have been increased. See HELP CROSSOVER for details. 

Experimental and calculated property data are now available. For more 
information enter HELP PROP at an arrow prompt in the file or refer 
to the file summary sheet on the web at: 
http : //www . cas . org/ONLINE/DBSS/registryss . html 

=> d 130 ide can 1 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 
190 200 210 220 230 240 246 

L3 0 ANSWER 1 OF 24 6 REGISTRY COPYRIGHT 2 005 ACS on STN 
RN 669087-24-5 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [ (IS) -2-amino-l- (3 -methoxyphenyl) -2- 

oxoethyl] -4, 6-dimethyl-N- [ (4 -methylphenyl ) methyl] - (9CI) (CA INDEX NAME) 
FS STEREOSEARCH 
MF C25 H2 8 N4 03 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

Absolute stereochemistry. 




OMe 



** PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L3 0 ANSWER 10 OF 246 REGISTRY COPYRIGHT 2 005 ACS on STN 
RN 669087-15-4 REGISTRY 

CN 4-Pyrimidinecarboxamide, 2-amino-N- [2-amino-l- (3 -methoxyphenyl ) -2- 

oxoethyl] -5 -chloro-N- [ (4 -methylphenyl) methyl] - (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C22 H2 2 CI N5 03 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 
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Me 




O 



** PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L30 ANSWER 2 0 OF 246 REGISTRY COPYRIGHT 2 0 05 ACS on STN 
RN 669087-05-2 REGISTRY 

CN 4-Pyrimidinecarboxamide, N- [2-amino-l- (3 -methoxyphenyl) -2 -oxoethyl] -5- 

chloro-N- [ (4 -methylphenyl) methyl] -2 - (methyl thio) - (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C23 H23 CI N4 03 S 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



Me 




O 



**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:25344 9 

L30 ANSWER 30 OF 246 REGISTRY COPYRIGHT 2005 ACS on STN 
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RN 669086-95-7 REGISTRY 

CN 3-Pyridinecarboxamide, N- [2 -amino- 1- ( 3 -methoxyphenyl ) -2-oxoethyl] -2-ethoxy- 

N- [ (4 -methylphenyl) methyl] - (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C25 H27 N3 04 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




**PR0PERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L30 ANSWER 4 0 OF 246 REGISTRY COPYRIGHT 2 0 05 ACS on STN 
RN 669086-85-5 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2 -amino- 1- ( 1 -methyl- lH-pyrazol -4 -yl ) -2- 
oxoethyl] -N- [ (4 -fluorophenyl) methyl] -4 , 6 -dimethyl- (9CI) (CA INDEX NAME) 
MF C21 H23 F N6 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 
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**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



REFERENCE 1: 140:253449 



L3 0 ANSWER 50 OF 24 6 REGISTRY COPYRIGHT 2 0 05 ACS on STN 
RN 669086-75-3 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (2 , 5-dimethylphenyl) -2- 

oxoethyl] -N- [ (4 -fluorophenyl) methyl] -4 , 6 -dimethyl- (9CI) (CA INDEX NAME) 
MF C25 H27 F N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




** PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 
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REFERENCE 1: 140:253449 

L3 0 ANSWER 60 OF 24 6 REGISTRY COPYRIGHT 2 0 05 ACS on STN 
RN 669086-65-1 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (2 -methylphenyl) -2-oxoethyl] -N- 

[ (4- fluorophenyl) methyl] -4 ,6 -dimethyl- (9CI) (CA INDEX NAME) 
MF C24 H25 F N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



F 




**PR0PERTY DATA AVAILABLE IN THE 'PROP' FORMAT* * 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L3 0 ANSWER 7 0 OF 246 REGISTRY COPYRIGHT 2 005 ACS on STN 
RN 669086-55-9 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (3 , 4-dimethylphenyl) -2- 

oxoethyl] -N- [ (3 -fluorophenyl) methyl] -4 , 6 -dimethyl- (9CI) (CA INDEX NAME) 
MF C25 H27 F N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 
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**PROPERTY DATA AVAILABLE IN THE 'PROP* FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L30 ANSWER 80 OF 246 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669086-45-7 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (3 -methylphenyl) -2-oxoethyl] -N- 

[ (3 -fluorophenyl) methyl] -4 , 6 -dimethyl- (9CI) (CA INDEX NAME) 
MF C24 H2 5 F N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




** PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L3 0 ANSWER 90 OF 24 6 REGISTRY COPYRIGHT 2 005 ACS on STN 
RN 669086-35-5 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (3 -fluorophenyl) -2-oxoethyl] -N- 

[ (2 -fluorophenyl) methyl] -4, 6-dimethyl- (9CI) (CA INDEX NAME) 
MF C23 H22 F2 N4 02 
SR CA 
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LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L30 ANSWER 100 OF 246 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669086-20-8 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (3 -cyanophenyl) -2-oxoethyl] -N- 

[ (3,4-dimethylphenyl)methyl] -4, 6-dimethyl- (9CI) (CA INDEX NAME) 
MF C26 H27 N5 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



Me 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



REFERENCE 1: 140:253449 
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L30 ANSWER 110 OF 246 REGISTRY COPYRIGHT 2 005 ACS on STN 
RN 669086-10-6 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (2 -f luorophenyl) -2-oxoethyl] -N- 

[ (2, 5-dimethylphenyl) methyl] -4, 6-dimethyl- (9CI) (CA INDEX NAME) 
MF C25 H27 F N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




** PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L30 ANSWER 120 OF 246 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669086-00-4 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2 -amino- 1 - (2 , 5 -dimethylphenyl) -2- 

oxoethyl] -N- [ ( 3 -methoxyphenyl) methyl] -4 , 6-dimethyl- (9CI) (CA INDEX NAME) 
MF C26 H30 N4 03 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




**PROPERTY DATA AVAILABLE IN THE 1 PROP ' FORMAT** 
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1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L30 ANSWER 130 OF 246 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669085-90-9 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- (2 -amino-l-cyclopropyl-2 -oxoethyl) -N- [ (2- 

methoxyphenyl) methyl] -4, 6 -dimethyl- (9CI) (CA INDEX NAME) 
MF C21 H26 N4 03 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



O 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L30 ANSWER 140 OF 246 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669085-80-7 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2 -amino- 1- (2 - f luorophenyl) -2 -oxoethyl] -N- 

[ (2 -methoxyphenyl) methyl] -4, 6 -dimethyl- (9CI) (CA INDEX NAME) 
MF C24 H25 F N4 03 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 
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**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L30 ANSWER 15 0 OF 246 REGISTRY COPYRIGHT 2 005 ACS on STN 
RN 669085-70-5 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino~l- (4 -methylphenyl) -2 -oxoethyl] - 

4,6-dimethyl-N- [ (3 -methylphenyl) methyl] - (9CI) (CA INDEX NAME) 
MF C25 H2 8 N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L30 ANSWER 160 OF 246 REGISTRY COPYRIGHT 2 0 05 ACS on STN 
RN 669085-60-3 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (3 -cyano-4 -f luorophenyl) -2- 

oxoethyl] -4, 6 -dimethyl -N- t (2 -methylphenyl) methyl] - (9CI) (CA INDEX NAME) 
MF C25 H24 F N5 02 
SR CA 
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LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT* * 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L30 ANSWER 170 OF 246 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669085-50-1 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (4 -cyanophenyl) -2-oxoethyl] - 

4,6-dimethyl-N- [ (2 -methylphenyl ) methyl] - (9CI) (CA INDEX NAME) 
MF C25 H25 N5 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT* * 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L30 ANSWER 180 OF 246 REGISTRY COPYRIGHT 2005 ACS on STN 
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RN 669085-40-9 REGISTRY 

CN 3-Pyridinecarboxamide, 2 -amino-N- [2-amino-l- ( 3 - cyanopheny 1 ) -2-oxoethyl] - 

4, 6 -dimethyl -N- (phenylmethyl) - (9CI) (CA INDEX NAME) 
MF C24 H23 N5 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




** PROPERTY DATA AVAILABLE IN THE ' PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L30 ANSWER 190 OF 246 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669085-25-0 REGISTRY 

CN 3-Pyridinecarboxamide, N- [2-amino-l- (3 -methylphenyl) -2-oxoethyl] -N- [ (4- 

f luorophenyl) methyl] -2- (methylamino) - (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C23 H23 F N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 
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REFERENCE 1: 140:253449 

L30 ANSWER 2 00 OF 246 REGISTRY COPYRIGHT 2 005 ACS on STN 
RN 669085-15-8 REGISTRY 

CN 3-Pyridinecarboxamide, N- [2 -amino- 1- ( 3 -methoxyphenyl) -2-oxoethyl] -2- 

( methyl amino) -N- [ (2 -methylphenyl ) methyl] - (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C24 H2 6 N4 03 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




** PROPERTY DATA AVAILABLE IN THE ' PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L3 0 ANSWER 210 OF 24 6 REGISTRY COPYRIGHT 2 005 ACS on STN 
RN 669085-03-4 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- ( 3 -methoxyphenyl) -2-oxoethyl] - 

N- [ (4 -methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C23 H24 N4 04 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 
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**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



REFERENCE 1: 140:253449 



L30 ANSWER 220 OF 246 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-93-9 REGISTRY 

CN 2-Pyridineacetamide, a- [ [ (2 -amino -4, 6 -dimethyl -3 - 

pyridinyl) carbonyl] [ (4 -me thylphenyl) methyl] amino] -6 -methyl- (9CI) (CA 

INDEX NAME) 
MF C24 H27 N5 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L3 0 ANSWER 23 0 OF 24 6 REGISTRY COPYRIGHT 2 005 ACS on STN 



kumar - 10 / 632438 



Page 



RN 669084-83-7 REGISTRY 

CN 3-Pyridinecarboxamide, N- [2-amino-l- (3 -methylphenyl) -2-oxoethyl] -N- [ (4- 

chlorophenyl) methyl] - (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C22 H20 Cl N3 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




**PROPERTY DATA AVAILABLE IN THE ' PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

REFERENCE 1: 140:253449 

L30 ANSWER 240 OF 246 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-69-9 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (2 , 3 -dihydro-1 , 4 -benzodioxin-6- 
yl) -2-oxoethyl] -4,6 -dimethyl -N- [ (4 -methylphenyl) methyl] - (9CI) (CA INDEX 
NAME) 

OTHER NAMES : 

CN 2-Amino-N- [carbamoyl- (2 , 3 -dihydro-benzo [1, 4] dioxin-6-yl) methyl] -4,6- 

dimethyl-N- (4 -methylbenzyl) nicotinamide 
MF C26 H2 8 N4 04 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



kumar - 10 / 632438 



Page 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



REFERENCE 1: 140:253449 



L30 ANSWER 246 OF 246 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-63-3 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2 -amino- 1- (2 -methylphenyl ) -2 -oxoethyl] -N- 

[ (4 -chlorophenyl) methyl ] - (9CI) (CA INDEX NAME) 
OTHER NAMES: 

CN 2-Amino-N- [2 -amino- 1- (2 -methylphenyl ) -2-oxoethyl] -N- (4- 

chlorobenzyl) nicotinamide 
MF C22 H21 CI N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



REFERENCE 1: 140:253449 



kumar - 10 / 632438 



Page 2 5 



=> => fil beil 

FILE ' BEILSTEIN ■ ENTERED AT 11:44:54 ON 06 JAN 2005 

COPYRIGHT (c) 2005 Beilstein- Insti tut zur Foerderung der Chemischen Wissenschaf ten 
licensed to Beilstein GmbH and MDL Information Systems GmbH 

FILE RELOADED ON OCTOBER 20, 2 0 02 
FILE LAST UPDATED ON NOVEMBER 3, 2004 

FILE COVERS 1771 TO 2004. 

*** FILE CONTAINS 9,073,068 SUBSTANCES *** 

>>>PLEASE NOTE: Reaction Data and substance data are stored in 

separate documents and can not be searched together in one query. 
Reaction data for BEILSTEIN compounds may be displayed 
immediately with the display codes PRE (preparations) and REA 
(reactions) . A substance answer set retrieved after the search 
for a chemical name, a compounds with available reaction 
information by combining with PRE/FA, REA/FA or more generally 
with RX/FA. The BEILSTEIN Registry Number (BRN) is the link 
between a BEILSTEIN compound and belonging reactions. For mo 
detailed reaction searches BRNs can be searched as reaction 
partner BRNs Reactant BRN (RX.RBRN) or Product BRN (RX . PBRN) . <<< 

>>> FOR SEARCHING PREPARATIONS SEE HELP PRE <<< 
***************************************** 

* PLEASE NOTE THAT THERE ARE NO FORMATS FREE OF COST. * 

* SET NOTICE FEATURE: THE COST ESTIMATES CALCULATED FOR SET NOTICE * 

* ARE BASED ON THE HIGHEST PRICE CATEGORY. THEREFORE; THESE * 

* ESTIMATES MAY NOT REFLECT THE ACTUAL COSTS. * 

* FOR PRICE INFORMATION SEE HELP COST * 
***************************************^ 

NEW 

* PATENT NUMBERS (PN) AND BABS ACCESSION NUMBERS (BABSAN) CAN NOW BE 
SEARCHED, SELECTED AND TRANSFERRED. 

* NEW DISPLAY FORMATS ALLREF , ALLP AND BABSAN SHOW ALL REFERENCES/ 
ALL PATENT REFERENCES, OR ALL BABS ACCESSION NUMBERS FOR A 
COMPOUND AT A GLANCE . 

=> d sta que 



L2 0 



STR 



kumar - 10 / 632438 Page 26 



19 



24 



C 

i 

i 

c v 



20 



I 

I 

I 

.c 



21 



22 



25 

A 



c — c 

@27 26 



28 29 
C — C 



c — c 

11 30 



©33 



©3 8 



32 c / C \ c 34 37 c / C \ c 39 



36 



41 



35 42 \ c / 40 



10 

0 



9 

G2 



8 
0 



Cy-~ c ---. N CH _ G1 _ C ^ N 



CH2 12 



@45 

@44 c - r,N H N 46 

CvW\A C 

©48 47 



52 
0 

C— N 
©50 51 



G3 
43 



REP Gl=(0-1) CH2 

VAR G2=23/27/3l/33/38/HY/ME 

VAR G3=23/45/44/48/50 

NODE ATTRIBUTES: 

DEFAULT MLEVEL IS ATOM 

DEFAULT ECLEVEL IS LIMITED 



GRAPH ATTRIBUTES: 
RSPEC 19 

NUMBER OF NODES IS 44 



STEREO ATTRIBUTES: NONE 



L2 8 



19 



20 



24 



C 



.c 



21 



c 

@23 



22 



STR 

25 
C 

A 

C C 

27 26 



28 29 
C — C 



c — c 

©31 3 0 



©33 



©3 8 



32 c /^\ c 34 37 \„39 



36 



C C 

c, 

41 



35 42 "\ c / 40 



10 

0 



9 

G2 



8 

O 



Cy— C— N CH— Gl— C— NH2 

1 2 4 5 6 7 



CH2 12 



©4 5 
N 

? i 
Cvwv- c 

48 47 



52 
O 

ii 

C— N 
©5 0 51 



G3 
43 



REP Gl= (0-1) CH2 

VAR G2=23/27/3l/33/38/HY/ME 

VAR G3=23/45/44/48/50 



kumar - 10 / 632438 



Page 2 7 



NODE ATTRIBUTES: 
DEFAULT MLEVEL IS ATOM 
DEFAULT ECLEVEL IS LIMITED 

GRAPH ATTRIBUTES: 
RSPEC 19 

NUMBER OF NODES IS 44 
STEREO ATTRIBUTES: NONE 

L50 47 SEA FILE=BEILSTEIN SSS FUL L20 

L51 0 SEA FILE=BEILSTEIN SUB=L50 SSS FUL L28 

100.0% PROCESSED 47 ITERATIONS 0 ANSWERS 

SEARCH TIME: 00.00.09 



************* STN Columbus *************** 



FILE f HOME 1 ENTERED AT 16:48:49 ON 06 JAN 2005 
=> file reg 

COST IN U.S. DOLLARS SINCE FILE TOTAL 

ENTRY SESSION 

FULL ESTIMATED COST 0.21 0.21 

FILE 'REGISTRY' ENTERED AT 16:48:59 ON 06 JAN 2005 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2005 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 5 JAN 2005 HIGHEST RN 808732-83-4 

DICTIONARY FILE UPDATES: 5 JAN 2005 HIGHEST RN 808732-83-4 

TSCA INFORMATION NOW CURRENT THROUGH MAY 21, 2 004 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

Crossover limits have been increased. See HELP CROSSOVER for details. 

Experimental and calculated property data are now available. For more 
information enter HELP PROP at an arrow prompt in the file or refer 
to the file summary sheet on the web at: 
http : //www. cas . org/ONLINE/ DBS S/ regis tryss . html 

=> 

Uploading C : \STNEXP4\1 0632438 . str 
Ll STRUCTURE UPLOADED 

=> d 

Ll HAS NO ANSWERS 
Ll STR 





Gl 

Gl Cy,Hy 



Structure attributes must be viewed using STN Express query preparation. 



=> s 11 

SAMPLE SEARCH INITIATED 16:49:15 FILE 'REGISTRY 1 
SAMPLE SCREEN SEARCH COMPLETED - 351 TO ITERATE 

100.0% PROCESSED 351 ITERATIONS 16 ANSWERS 

SEARCH TIME: 00.00.01 

FULL FILE PROJECTIONS: ONLINE ** COMPLETE** 

BATCH **COMPLETE** 
PROJECTED ITERATIONS: 5896 TO 8144 

PROJECTED ANSWERS: 8 0 TO 560 

L2 16 SEA SSS SAM LI 

=> d 

L2 ANSWER 1 OF 16 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669087-04-1 REGISTRY 

CN Pyrazinecarboxamide, N- [2-amino-l- ( 3-methoxyphenyl ) -2-oxoethyl ] -N- [ (4- 

methylphenyl) methyl]- (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C22 H22 N4 03 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




OMe 



**PROPERTY DATA AVAILABLE IN THE 'PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



=> s 12 15-16 
MISSING OPERATOR 

=> d 12 15-16 

L2 ANSWER 15 OF 16 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-89-3 REGISTRY 



CN 3-Pyridinecarboxamide, N- [ 2-amino-l- ( 2 , 3-dimethoxyphenyl ) -2-oxoethyl ] -2- 

(methylamino)-N-[ ( 4-methylphenyl ) methyl]- (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C25 H28 N4 04 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



Me 




OMe 



O 



**PROPERTY DATA AVAILABLE IN THE 1 PROP ' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L2 ANSWER 16 OF 16 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-69-9 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (2, 3-dihydro-l , 4-benzodioxin-6- 
yl) -2-oxoethyl] -4, 6-dimethyl-N- [ ( 4-methylphenyl ) methyl ] - (9CI) (CA INDEX 
NAME) 

OTHER NAMES: 

CN 2-Amino-N- [ carbamoyl- ( 2 , 3-dihydro-benzo [1,4] dioxin- 6-yl ) methyl ] -4 , 6- 

dimethyl-N- ( 4-methylbenzyl ) nicotinamide 
MF C26 H28 N4 04 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



O 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (19 07 TO DATE) 



=> file caplus 

COST IN U.S. DOLLARS 

FULL ESTIMATED COST 



SINCE FILE 
ENTRY 
6.38 



TOTAL 
SESSION 
6.59 



FILE 1 CAPLUS 1 ENTERED AT 16:50:04 ON 06 JAN 2 005 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2005 AMERICAN CHEMICAL SOCIETY (ACS) 

Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 



FILE COVERS 1907 - 6 Jan 2005 
FILE LAST UPDATED: 5 Jan 2005 



VOL 142 ISS 2 
(20050105/ED) 



This file contains CAS Registry Numbers for easy and accurate 
substance identification. 



=> s 12 
L3 



1 L2 



=> d 

L3 ANSWER 1 OF 1 CAPLUS COPYRIGHT 2005 ACS on STN 
AN 2004:203814 CAPLUS 
DN 140:253449 

TI Preparation of heterocyclylcarboxamides as oxytocin inhibitors 

IN Armour, Duncan Robert; Bell, Andrew Simon; Edwards, Paul John; Ellis, 

David; Hepworth, David; Lewis, Mark Llewellyn; Smith, Christopher Ronald 
PA Pfizer Limited, UK; Pfizer Inc. 
SO PCT Int. Appl., 124 pp. 

CODEN: PIXXD2 
DT Patent 
LA English 
FAN.CNT 1 

PATENT NO. 



KIND DATE 



APPLICATION NO. 



DATE 



PI 



WO 2004020414 Al 20040311 WO 2003-IB3705 20030813 

W: AE, AG, AL, AM, AT, AU, AZ, BA, BB, BG, BR, BY, BZ, CA, CH, CN, 

CO, CR, CU, CZ, DE, DK, DM, DZ, EC, EE, ES, FI , GB, GD, GE, GH, 

GM, HR, HU, ID, IL, IN, IS, JP, KE, KG, KP, KR, KZ, LC, LK, LR, 

LS, LT, LU, LV, MA, MD, MG, MK, MN, MW, MX, MZ, NI, NO, NZ, OM, 

PG, PH, PL, PT, RO, RU, SC, SD, SE, SG, SK, SL, SY, TJ, TM, TN, 

TR, TT, TZ, UA, UG, US, UZ, VC, VN, YU, ZA, ZM, ZW 

RW: GH, GM, KE, LS, MW, MZ, SD, SL, SZ, TZ, UG, ZM, ZW, AM, AZ , BY, 



KG, KZ, MD, RU, TJ, TM, AT, BE, BG, CH, CY, CZ, DE, DK, EE, ES 

FI, FR, GB, GR, HU, IE, IT, LU, MC, NL, PT, RO, SE, SI, SK, TR 

BF, BJ, CF, CG, CI, CM, GA, GN, GQ, GW, ML, MR, NE, SN, TD, TG 

PRAI GB 2002-19961 A 20020828 

OS MARPAT 140:253449 

RE.CNT 15 THERE ARE 15 CITED REFERENCES AVAILABLE FOR THIS RECORD 

ALL CITATIONS AVAILABLE IN THE RE FORMAT 



COST^N IKS. DOLLARS SINCE FILE TOTAL 

ENTRY SESSION 

FULL ESTIMATED COST 1.55 8.14 

FILE 1 REGISTRY 1 ENTERED AT 16:50:19 ON 06 JAN 2005 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2005 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 5 JAN 2005 HIGHEST RN 808732-83-4 

DICTIONARY FILE UPDATES: 5 JAN 2005 HIGHEST RN 808732-83-4 

TSCA INFORMATION NOW CURRENT THROUGH MAY 21, 2004 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

Crossover limits have been increased. See HELP CROSSOVER for details. 

Experimental and calculated property data are now available. For more 
information enter HELP PROP at an arrow prompt in the file or refer 
to the file summary sheet on the web at: 
http : //www. cas . org/ONLINE/DBSS/ regis tryss . html 

=> s 11 ful 

FULL SEARCH INITIATED 16:50:24 FILE 1 REGISTRY 1 
FULL SCREEN SEARCH COMPLETED - 6508 TO ITERATE 

100.0% PROCESSED 6508 ITERATIONS 223 ANSWERS 

SEARCH TIME: 00.00.01 

L4 223 SEA SSS FUL LI 

=> d 14 100 200-223 

L4 ANSWER 100 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669086-14-0 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- ( 2-methylphenyl ) -2-oxoethyl 

[ (3, 4-dimethylphenyl) methyl] -4, 6-dimethyl- (9CI) (CA INDEX NAME) 
MF C26 H30 N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USE 
(Uses) 



Me 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 200 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-95-1 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- ( 3-methylphenyl) -2-oxoethyl ] - 

4, 6-dimethyl-N- [ (4-methylphenyl) methyl]- (9CI) (CA INDEX NAME) 
MF C25 H28 N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



Me 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 201 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-94-0 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- ( 2-methylphenyl ) -2-oxoethyl ] - 

4, 6-dimethyl-N- [ (4-methylphenyl) methyl]- (9CI) (CA INDEX NAME) 
MF C25 H28 N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 



RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




NH2 i Me 

0 CH2 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 202 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-92-8 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- (2-amino-2-oxo-l-phenylethyl ) -4 , 6- 

dimethyl-N-t ( 4-methylphenyl) methyl] - (9CI) (CA INDEX NAME) 
MF C24 H26 N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 




**PROPERTY DATA AVAILABLE IN THE ' PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 203 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 

RN 669084-91-7 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- ( 4-methoxyphenyl ) -2-oxoethyl ] - 

4, 6-dimethyl-N- [ (4-methylphenyl) methyl]- (9CI) (CA INDEX NAME) 

MF C25 H28 N4 03 

SR CA 

LC STN Files: CA, CAPLUS 



DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



Me 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 204 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-90-6 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- ( 3-methoxyphenyl ) -2-oxoethyl] - 

4, 6-dimethyl-N- [ (4-methylphenyl ) methyl]- (9CI) (CA INDEX NAME) 
MF C25 H28 N4 03 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



Me 




**PROPERTY DATA AVAILABLE IN THE ' PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 205 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-89-3 REGISTRY 

CN 3-Pyridinecarboxamide, N- [ 2-amino-l- ( 2 , 3-dimethoxyphenyl ) -2-oxoethyl ] -2- 



(methylamino)~N-[ ( 4-methylphenyl ) methyl]- (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C25 H28 N4 04 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



Me 




OMe 



O 



**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 206 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-88-2 REGISTRY 

CN 3-Pyridinecarboxamide, N- [2-amino-l- (4-methoxyphenyl ) -2-oxoethyl] -2- 

(methylamino)-N-[ ( 4-methylphenyl ) methyl]- (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C24 H26 N4 03 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



Me 




O 



**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 207 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-87-1 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (3-methylphenyl) -2-oxoethyl] -N- 

[ (4-methylphenyl)methyl]- (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C23 H24 N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



Me 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 208 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-86-0 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (2-methylphenyl ) -2-oxoethyl ] -N- 

[ (4-methylphenyl) methyl]- (9CI) (CA INDEX NAME) 
MF C23 H24 N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



Me 




O 



**PROPERTY DATA AVAILABLE IN THE 1 PROP ' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 209 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-85-9 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- ( 2 -amino-2-oxo-l -phenyl ethyl ) -N- [ (4- 

chlorophenyl) methyl]- (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C21 H19 CI N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



Ph O 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 210 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-84-8 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- ( 4-methoxyphenyl ) -2-oxoethyl] - 

N-[ (4-methylphenyl) methyl]- (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C23 H24 N4 03 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



Me 




O 



**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 211 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-83-7 REGISTRY 

CN 3-Pyridinecarboxamide, N- [2-amino-l- ( 3-methylphenyl) -2-oxoethyl] -N- [ (4- 

chlorophenyl) methyl]- (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C22 H20 CI N3 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



CI 




**PROPERTY DATA AVAILABLE IN THE ' PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 212 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-80-4 REGISTRY 

CN 1, 4-Benzodioxin-6-acetamide, a- [ (2, 5-dimethylbenzoyl ) [ (4- 

methylphenyl)methyl]amino]-2,3-dihydro- (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C27 H28 N2 04 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



o 




**PR0PERTY DATA AVAILABLE IN THE ' PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 213 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-79-1 REGISTRY 

CN 1, 4-Benzodioxin-6-acetamide, a- [ (2, 4-dif luorobenzoyl ) [ (4- 

methylphenyl)methyl]amino]-2,3-dihydro- (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C25 H22 F2 N2 04 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents : BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



0 




Me 



**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 214 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 

RN 669084-77-9 REGISTRY 

CN 1 , 4-Benzodioxin-6-acetamide, 2 , 3-dihydro-a- [ [ ( 4- 

methylphenyl ) methyl] (2,3, 4-trif luorobenzoyl) amino]- (9CI) (CA INDEX NAME) 

FS 3D CONCORD 

MF C25 H21 F3 N2 04 

SR CA 



LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents : BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



0 

II 



0 C-NH2 




Me 



**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 215 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-76-8 REGISTRY 

CN 1, 4-Benzodioxin-6-acetamide, a- [ ( 2 , 6-dif luorobenzoyl ) [ (4- 

methylphenyl)methyl]amino]-2,3-dihydro- (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C25 H22 F2 N2 04 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



O 




Me 



** PROPERTY DATA AVAILABLE IN THE 1 PROP ' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



L4 ANSWER 216 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 



RN 669084-74-6 REGISTRY 

CN 1, 4-Benzodioxin-6-acetamide, 2 , 3-dihydro-ot- [ [ ( 4- 

methylphenyl) methyl] [5-methyl-2- ( trif luoromethyl ) benzoyl ] amino] - ( 9CI) 
(CA INDEX NAME) 
FS 3D CONCORD 
MF C27 H25 F3 N2 04 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



0 




Me 



**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 217 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-72-4 REGISTRY 

CN 1, 4-Benzodioxin-6-acetamide, ct- [ ( 2 , 4-dimethylbenzoyl ) [(4- 

methylphenyl) methyl] amino] -2, 3-dihydro- (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C27 H28 N2 04 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



O 




**PROPERTY DATA AVAILABLE IN THE 1 PROP ' FORMAT** 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 218 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-70-2 REGISTRY 

CN 1, 4-Benzodioxin-6-acetamide, a- [ ( 3-f luoro-2-methylbenzoyl ) [ (4- 
methylphenyl)methyl]amino]-2,3-dihydro- (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C26 H25 F N2 04 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents : BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



O 




Me 



**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 219 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-69-9 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- (2, 3-dihydro-l, 4-benzodioxin-6- 
yl) -2-oxoethyl] -4, 6-dimethyl-N- [ ( 4-methylphenyl ) methyl ] - (9CI) (CA INDEX 
NAME) 

OTHER NAMES: 

CN 2-Amino-N- [carbamoyl- (2, 3-dihydro-benzo [ 1, 4] dioxin-6-yl ) methyl ] -4,6- 

dimethyl-N- ( 4-methylbenzyl ) nicotinamide 
MF C26 H28 N4 04 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



0 




Me 



**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 220 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-68-8 REGISTRY 

CN 4-Pyrimidinecarboxamide, 2-amino-N- [2-amino-l- (2, 3-dihydro-l , 4-benzodioxin- 
6-yl) -2-oxoethyl] -5-chloro-N- [ ( 4 -methylphenyl ) methyl] - (9CI) (CA INDEX 
NAME) 

OTHER NAMES: 

CN 5 - Chi oro- 2-amino-N- [2-amino-l- [1, 4-benzodioxan-6-yl] -2-oxoethyl] -N- ( 4- 

methylbenzyl) pyrimidine-4-carboxamide 
FS 3D CONCORD 
MF C23 H22 Cl N5 04 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



NH2 O 




Me 



**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



L4 ANSWER 221 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-67-7 REGISTRY 

CN 4-Pyrimidinecarboxamide, N- [2 -amino- 1- (2, 3-dihydro-l , 4-benzodioxin-6-yl ) -2- 
oxoethyl] -5-chloro-N- [ ( 4-methylphenyl ) methyl] -2- (methylthio) - (9CI) (CA 
INDEX NAME) 

OTHER NAMES: 

CN 5-Chloro-2-methylthio-N- [2-amino-l- [1, 4-benzodioxan-6-yl ] -2-oxoethyl] -N- (4- 

methylbenzyl ) pyrimidine-4-carboxamide 
FS 3D CONCORD 
MF C24 H23 Cl N4 04 S 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



SMe 0 




Me 



**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 222 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-64-4 REGISTRY 

CN Benzeneacetamide, a- [ ( 4-cyanobenzoyl ) [ ( 4-methylphenyl ) methyl ] amino] - 

3-methoxy- (9CI) (CA INDEX NAME) 
OTHER NAMES: 

CN N- [2-Amino-l- ( 3-methoxyphenyl ) -2-oxoethyl] -4-cyano-N- (4- 

methylbenzyl ) benzamide 
FS 3D CONCORD 
MF C25 H23 N3 03 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



Me 




O 



**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L4 ANSWER 223 OF 223 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 669084-63-3 REGISTRY 

CN 3-Pyridinecarboxamide, 2-amino-N- [2-amino-l- ( 2-methylphenyl ) -2-oxoethyl] 

[ (4-chlorophenyl) methyl]- (9CI) (CA INDEX NAME) 
OTHER NAMES: 

CN 2-Amino-N- [2-amino-l- (2-methylphenyl) -2-oxoethyl ] -N- (4- 

chlorobenzyl) nicotinamide 
MF C22 H21 CI N4 02 
SR CA 

LC STN Files: CA, CAPLUS 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: BIOL (Biological study); PREP (Preparation); USES 
(Uses) 



CI 




O 



**PROPERTY DATA AVAILABLE IN THE f PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



=> file caplus 

COST IN U.S. DOLLARS 



FULL ESTIMATED COST 



SINCE FILE TOTAL 
ENTRY SESSION 
207.33 215.47 



FILE 'CAPLUS' ENTERED AT 16:51:10 ON 06 JAN 2005 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2005 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 6 Jan 2005 VOL 142 ISS 2 
FILE LAST UPDATED: 5 Jan 2005 ( 2 0050105/ED) 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 



=> s 14 

L5 1 L4 

=> d 

L5 ANSWER 1 OF 1 CAPLUS COPYRIGHT 2005 ACS on STN 
AN 2004:203814 CAPLUS 
DN 140:253449 

TI Preparation of heterocyclylcarboxamides as oxytocin inhibitors 

IN Armour, Duncan Robert; Bell, Andrew Simon; Edwards, Paul John; Ellis, 

David; Hepworth, David; Lewis, Mark Llewellyn; Smith, Christopher Ronald 
PA Pfizer Limited, UK; Pfizer Inc. 
SO PCT Int. Appl., 124 pp. 

CODEN : P1XXD2 
DT Patent 
LA English 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI WO 2004020414 Al 20040311 WO 2003-IB3705 20030813 



W: AE, 


AG, 


AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB, 


BG, 


BR, 


BY, 


BZ, 


CA, 


CH, 


CN, 


CO, 


CR, 


CU, 


CZ, 


DE, 


DK, 


DM, 


DZ, 


EC, 


EE, 


ES, 


FI, 


GB, 


GD, 


GE, 


GH, 


GM, 


HR, 


HU, 


ID, 


IL, 


IN, 


IS, 


JP, 


KE, 


KG, 


KP, 


KR, 


KZ, 


LC, 


LK, 


LR, 


LS, 


LT, 


LU, 


LV, 


MA, 


MD, 


MG, 


MK, 


MN, 


MW, 


MX, 


MZ, 


NI, 


NO, 


NZ, 


OM, 


PG, 


PH, 


PL, 


PT, 


RO, 


RU, 


SC, 


SD, 


SE, 


SG, 


SK, 


SL, 


SY, 


TJ, 


TM, 


TN, 


TR, 


TT, 


TZ, 


UA, 


UG, 


US, 


UZ, 


VC, 


VN, 


YU, 


ZA, 


ZM, 


ZW 








RW: GH, 


GM, 


KE, 


LS, 


MW, 


MZ, 


SD, 


SL, 


SZ, 


TZ, 


UG, 


ZM, 


ZW, 


AM, 


AZ, 


BY, 


KG, 


KZ, 


MD, 


RU, 


TJ, 


TM, 


AT, 


BE, 


BG, 


CH, 


CY, 


CZ, 


DE, 


DK, 


EE, 


ES, 


FI, 


FR, 


GB, 


GR, 


HU, 


IE, 


IT, 


LU, 


MC, 


NL, 


PT, 


RO, 


SE, 


si, 


SK, 


TR, 


BF, 


BJ, 


CF, 


CG, 


CI, 


CM, 


GA, 


GN, 


GQ, 


GW, 


ML, 


MR, 


NE, 


SN, 


TD, 


TG 



PRAI GB 2002-19961 A 20020828 

OS MARPAT 140:253449 

RE.CNT 15 THERE ARE 15 CITED REFERENCES AVAILABLE FOR THIS RECORD 
ALL CITATIONS AVAILABLE IN THE RE FORMAT 



=> file reg 

COST IN U.S. DOLLARS 



SINCE FILE TOTAL 



FULL ESTIMATED COST 



ENTRY SESSION 
2.90 218.37 



FILE REGISTRY 1 ENTERED AT 16:53:19 ON 06 JAN 2005 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2005 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 5 JAN 2005 HIGHEST RN 808732-83-4 

DICTIONARY FILE UPDATES: 5 JAN 2005 HIGHEST RN 808732-83-4 

TSCA INFORMATION NOW CURRENT THROUGH MAY 21, 2 004 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

Crossover limits have been increased. See HELP CROSSOVER for details. 

Experimental and calculated property data are now available. For more 
information enter HELP PROP at an arrow prompt in the file or refer 
to the file summary sheet on the web at: 
http : //www. cas . org/ONLINE/DBSS/registryss . html 

=> 

Uploading C:\STNEXP4\0632438.str 
L6 STRUCTURE UPLOADED 



=> d 

L6 HAS NO ANSWERS 
L6 STR 




Gl 

Gl Cy,Hy 

Structure attributes must be viewed using STN Express query preparation. 
=> s 16 

SAMPLE SEARCH INITIATED 16:53:35 FILE 'REGISTRY' 
SAMPLE SCREEN SEARCH COMPLETED - 2377 TO ITERATE 



42.1% PROCESSED 1000 ITERATIONS 
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED) 
SEARCH TIME: 00.00.01 



5 ANSWERS 



FULL FILE PROJECTIONS: ONLINE **COMPLETE** 

BATCH * ^COMPLETE* * 
PROJECTED ITERATIONS: 44616 TO 50464 

PROJECTED ANSWERS: 31 TO 443 

L7 5 SEA SSS SAM L6 



=> d 17 5 



L7 ANSWER 5 OF 5 REGISTRY COPYRIGHT 2 005 ACS on STN 

RN 292049-75-3 REGISTRY 

CN Cyclohexanecarboxamide, N- ( 1-phenylethyl ) -N- (phenylmethyl ) - (9CI) (CA 

INDEX NAME) 

FS 3D CONCORD 

MF C22 H27 N O 

SR Chemical Library 

LC STN Files: CHEMCATS 



O CH2~Ph 

C- N— CH- Me 

I 

Ph 



**PROPERTY DATA AVAILABLE IN THE 'PROP 1 FORMAT** 



=> s 16 ful 

FULL SEARCH INITIATED 16:54:16 FILE 'REGISTRY' 
FULL SCREEN SEARCH COMPLETED - 4 6624 TO ITERATE 

100.0% PROCESSED 4 6624 ITERATIONS 252 ANSWERS 

SEARCH TIME: 00. 00. 02 

L8 252 SEA SSS FUL L6 

=> d 18 50 100 200 240-252 

L8 ANSWER 50 OF 252 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 336153-51-6 REGISTRY 

CN 2-Furancarboxamide, N- [ ( 3-methyl-2-thienyl ) methyl ] -N- ( 1-phenylethyl ) - 

(9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C19 H19 N 02 S 
SR Chemical Library 
LC STN Files: CHEMCATS 



Ph 




Me 



**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 

L8 ANSWER 100 OF 252 REGISTRY COPYRIGHT 2005 ACS on STN 

RN 335110-01-5 REGISTRY 

CN Benzamide, 2-methyl-N- [ ( 3-phenoxyphenyl ) methyl ] -N- ( 1-phenylethyl ) - (9CI) 

(CA INDEX NAME) 

FS 3D CONCORD 

MF C29 H27 N 02 

SR Chemical Library 

LC STN Files: CHEMCATS 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



L8 ANSWER 200 OF 252 REGISTRY COPYRIGHT 2005 ACS on STN 

RN 291515-03-2 REGISTRY 

CN Benzamide, 2-fluoro-N- [ (2-nitrophenyl ) methyl ] -N- ( 1-phenylethyl ) - (9CI) 

(CA INDEX NAME) 

FS 3D CONCORD 

MF C22 H19 F N2 03 

SR Chemical Library 

LC STN Files: CHEMCATS 



Ph 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



L8 ANSWER 240 OF 252 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 149192-45-0 REGISTRY 

CN Cycloheptanecarboxamide, N- [ { 3 , 4-dihydro-8-methoxy-2H-l-benzopyran-2- 

yl) methyl] -N- ( 1-phenylethyl ) -, [R- ( R* , R* ) ] - (9CI) (CA INDEX NAME) 
FS STEREOSEARCH 
MF C27 H35 N 03 
SR CA 

LC STN Files: CA, CAPLUS, US PAT FULL 
DT.CA CAplus document type: Patent 

RL.P Roles from patents : PREP (Preparation); RACT (Reactant or reagent) 
Absolute stereochemistry. 




**PROPERTY DATA AVAILABLE IN THE 1 PROP ' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L8 ANSWER 241 OF 252 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 149192-44-9 REGISTRY 

CN Cycloheptanecarboxamide, N- [ (3, 4-dihydro-8-methoxy-2H-l-benzopyran-2- 

yl)methyl]-N- (1-phenylethyl)-, [S-(R*,S*)]- (9CI) (CA INDEX NAME) 
FS STEREOSEARCH 
MF C27 H35 N 03 
SR CA 

LC STN Files: CA, CAPLUS, US PAT FULL 
DT.CA CAplus document type: Patent 

RL.P Roles from patents: PREP (Preparation); RACT (Reactant or reagent) 
Absolute stereochemistry. 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L8 ANSWER 242 OF 252 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 149192-43-8 REGISTRY 

CN Cycloheptanecarboxamide, N- [ (3, 4-dihydro-2H-l-benzopyran-2-yl ) methyl ] -N- 
phenylethyl)-, [R-(R*,R*)J- (9CI) (CA INDEX NAME) 



FS STEREOS EARCH 
MF C26 H33 N 02 
SR CA 

LC STN Files: CA, CAPLUS, USPATFULL 
DT.CA CAplus document type: Patent 

RL.P Roles from patents : PREP (Preparation); RACT (Reactant or reagent) 
Absolute stereochemistry. 




** PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L8 ANSWER 243 OF 252 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 149192-41-6 REGISTRY 

CN Cycloheptanecarboxamide, N- [ (3, 4-dihydro-2H-l-benzopyran-2-yl) methyl] -N- 

phenylethyl)-, [S-(R*,S*)]- (9CI) (CA INDEX NAME) 
FS STEREOSEARCH 
MF C26 H33 N 02 
SR CA 

LC STN Files: CA, CAPLUS, USPATFULL 
DT.CA CAplus document type: Patent 

RL.P Roles from patents: PREP (Preparation); RACT (Reactant or reagent) 
Absolute stereochemistry. 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L8 ANSWER 244 OF 252 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 95437-26-6 REGISTRY 

CN Benzamide, N-benzyl-N- (p, a-dimethylbenzyl ) - (7CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C23 H23 N O 

LC STN Files: BEILSTEIN* , CA, CAOLD, CAPLUS 

(*File contains numerically searchable property data) 
DT.CA CAplus document type: Journal 

RL.NP Roles from non-patents: NORL (No role in record) 



CH2~ Ph 
0 



N- C- Ph 




**PROPERTY DATA AVAILABLE IN THE 'PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

1 REFERENCES IN FILE CAOLD (PRIOR TO 1967) 

L8 ANSWER 245 OF 252 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 89423-54-1 REGISTRY 

CN Benzamide, N- [ [2- (benzoyloxy) phenyl ] methyl] -N- [ 1- ( 1-naphthalenyl ) ethyl ] - , 

(S)- (9CI) (CA INDEX NAME) 
FS STEREOSEARCH 
MF C33 H27 N 03 

LC STN Files: BEILSTEIN* , CA, CAPLUS, CASREACT 

(*File contains numerically searchable property data) 
DT.CA CAplus document type: Journal 
RL.NP Roles from non-patents : PREP (Preparation) 

Absolute stereochemistry. 




* * PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L8 ANSWER 246 OF 252 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 89423-53-0 REGISTRY 

CN Benzamide, N- [ [2- (benzoyloxy) phenyl] methyl] -N- ( 1-phenylethyl ) (s)- (9CI) 

(CA INDEX NAME) 
FS STEREOSEARCH 
MF C29 H25 N 03 



LC STN Files: BEILSTEIN* , CA, CAPLUS, CAS REACT 

(*File contains numerically searchable property data) 
DT.CA CAplus document type: Journal 
RL.NP Roles from non-patents : PREP (Preparation) 

Absolute stereochemistry. 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L8 ANSWER 247 OF 252 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 81479-32-5 REGISTRY 

CN 4-Imidazolidinecarboxylic acid, 5- [ [ [ 1- ( 1-naphthalenyl ) ethyl ] (phenylmethyl 

) amino] carbonyl] -2-oxo-l, 3-bis (phenylmethyl ) - (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C38 H35 N3 04 

LC STN Files: CA, CAPLUS, US PAT FULL 

DT.CA CAplus document type: Patent 

RL.P Roles from patents: PREP (Preparation) 




C=0 



N-CH2-Ph 



CH-Me 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L8 ANSWER 248 OF 252 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 81479-30-3 REGISTRY 

CN 4-Imidazolidinecarboxylic acid, 2-oxo-5- [[( 1-phenylethyl ) (phenylmethyl ) ami 



no]carbonyl]-l,3-bis (phenylmethyl ) - (9CI) (CA INDEX NAME) 
FS 3D CONCORD 
MF C34 H33 N3 04 

LC STN Files: CA, CAPLUS, US PAT FULL 

DT.CA CAplus document type: Patent 

RL.P Roles from patents : PREP (Preparation) 



Ph- CH2 



O CH2- Ph 

; ii i 

0^,/ \ ^ C- N~ CH~ Me 

( / I 
N \ Ph 



Ph- CH2 



C02H 



** PROPERTY DATA AVAILABLE IN THE "PROP' FORMAT** 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L8 ANSWER 249 OF 252 REGISTRY COPYRIGHT 2005 ACS on STN 
RN 56787-19-0 REGISTRY 

CN Benzamide, N- ( l-methyl-2-oxo-l-phenylpropyl ) -N- (phenylmethyl )- , (S)- (9CI) 

(CA INDEX NAME) 
FS STEREOS EARCH 
MF C24 H23 N 02 

LC STN Files: BEILSTEIN* , CA, CAPLUS 

(*File contains numerically searchable property data) 
DT.CA CAplus document type: Journal 

PL. NP Roles from non-patents : RACT (Reactant or reagent) 
Absolute stereochemistry. 
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